. Most stable structures and relative energies (E 0 ) in kJ/mol of trans-AI, within E 0 ≤ 10 kJ/mol, calculated at the B3LYP-D3/aug-cc-pVTZ level. The equatorial/axial character of OH and NH 2 groups is specified by eq/ax in each case. Table S1 . Cartesian coordinates for all optimized monomer structures (cis and trans, neutral, protonated and radical cation).
. Most stable structures and relative energies (E 0 ) in kJ/mol of trans-AI, within E 0 ≤ 10 kJ/mol, calculated at the B3LYP-D3/aug-cc-pVTZ level. The equatorial/axial character of OH and NH 2 groups is specified by eq/ax in each case. Figure S2 . Most stable structures and relative energies (E 0 ) in kJ/mol of trans-H + AI, within E 0 ≤ 15 kJ/mol, calculated at the B3LYP-D3/aug-cc-pVTZ level. The equatorial/axial character of OH and NH 2 groups is specified by eq/ax in each case. 
